Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX036950.D

Acqg On ¢ 11 Aug 2023 18:51
Operator : JC/MD
Sample : 03972-03
Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH
ALS Vvial : 24 Sample Multiplier: 1
Manual Integrations
Quant Time: Aug 11 23:05:36 2023 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M Reviewed By :John Carlone  08/14/2023

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda  08/15/2023
QLast Update : Fri Jul 21 12:14:12 2023

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) Pentafluorobenzene 5.550 168 100731 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.757 114 184743 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 178879 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 91872 50.000 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.952 65 70531 47.322 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 94.640%

35) Dibromofluoromethane 5.385 113 56390 44.408 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  88.820%

50) Toluene-d8 8.647 98 222935 49.507 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 99.020%

62) 4-Bromofluorobenzene 11.085 95 94369 55.546 ug/1 0.00
Spiked Amount 50.000 Range 83 - 123 Recovery = 111.100%
Target Compounds Qvalue
16) Acetone 2.435 43 7568m  12.236 ug/l

18) Methyl Acetate 2.733 43 3950m 1.518 ug/1

25) 2-Butanone 4.623 43 2564m 2.555 ug/1

68) m/p-Xylenes 10.299 106 6239 2.321 ug/1 97
84) 1,2,4-Trimethylbenzene 11.756 105 9984 1.570 ug/l 98
86) p-Isopropyltoluene 12.012 119 6518 1.017 ug/1 93
93) 1,2,4-Trichlorobenzene 13.591 180 11674 6.123 ug/1 # 88

(#) = qualifier out of range (m) = manual integration (+) = signals summed

82X072123W.M Mon Aug 14 08:27:56 2023 Page: 1



Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081123\
Data File : VX@36950.D

Acqg On : 11 Aug 2023 18:51
Operator : JC/MD
Sample : 03972-03
Misc : 1.00g/10mL/100ul/5.00mL/MSVOA_X/MEOH
ALS Vvial : 24 Sample Multiplier: 1
Manual Integrations
Quant Time: Aug 11 23:05:36 2023 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M Reviewed By :John Carlone  08/14/2023

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda  08/15/2023
QLast Update : Fri Jul 21 12:14:12 2023

Response via : Initial Calibration

Abundance TIC: VX036950.D\data.ms
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Abundance Scan 732 (5.550 min): VX036603.D\data.ms (-72 #1
168.0 = pPentafluorobenzene

Concen: 50.000 ug/1l
99.0 RT: 5.550 min Scan# 7UgEigialEies
Ref 50 Delta R.T. -0.000 min [USI\ACXWDS
Lab File: Vx036950.D |SEIEEIICIEE
750 1180 10 Acq: 11 Aug 2023 18:51 EEU
0\3\7\-‘0\\u“M\‘wm\‘\‘,‘HHH‘MH‘N‘H‘\‘H‘ y
m/z—> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 10073 VENIVEINIGIE[E1Tlgk

APPROVED

Reviewed By :John Carlone
Supervised By :Mahesh Dadoda

Lower

Abundance  Scan 732 (5.550 min): VX036950 D\data.ms | Lon  Ratio Upper

168.0 168 100
99 61.3 56.6 85.0

08/14/2023
08/15/2023

99.0
Raw 50
Abundance
75.0 118 0137'0
\3\6\.9\ \.\:_)\E)\.(“)\“\“\.W\‘\\\‘i\\\\”"\\\\“\}\\‘\ ‘\\‘ 30000
m/z--> 40 60 80 100 120 140 160
Abundance
168.0 20000
Sub 99.0
R 10000
137.0
o 36.0 55.0 75.0 118.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\
mlz--> 40 60 80 100 120 140 160 Time-->  5.40 5.50 5.60 5.70

Abundance Scan 214

(2.392 min): VX036603.D\data.ms (-20 #16

43.0 Acetone
Concen: 12.236 ug/1l m
RT: 2.435 min Scan#t 221
Ref 50 Delta R.T. ©0.043 min
58.0 Lab File: VX036950.D
Acq: 11 Aug 2023 18:51
0\‘H\‘i“‘liH‘HH’\\\\7?'\9\\\‘\\\\99.\9\\\‘\\
miz--> 30 40 50 60 70 80 90 100 I8t Ion: 43 Resp: 7568
Abundance  Scan 221 (2.435 min): VX036950.D\datams | 10N Ratio  Lower Upper
43.0 43 100
58 35.4 21.9 32.9%#
Raw 50
58.0 Abundance
‘ 2500
0\‘\\\‘\‘}“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 2000
Abundance
43.0 1500
Sub 0 1000
58.0
500
G\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\ ‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Time-> 2.302.402.502.60

VX036950.D 82X072123W.M

Mon Aug 14 08:27:59 2023
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Abundance Scan 266 (2.709 min): VX036603.D\data.ms (-25 #18

43.0 Methyl Acetate
Concen: 1.518 ug/1l m
RT:  2.733 min Scan# 2|[E{0VlElis
Ref 50 Delta R.T. ©.025 min  [US\IOLWDS
74.0 Lab File: Vvxe36950.D |SUCWIECUIIEICE
59.0 Acq: 11 Aug 2023 18:51 EEO
e _
miz--> 40 60 80 100 120 140 Tgt Ion: 43 Resp: et Manual Integrations
Abundance  Scan 270 (2.733 min): VX036950.D\datams | 10N Ratio Lower Upper BEtdielisy
43.0 43 100 Reviewed By :John Carlone  08/14/2023

74 0.0 17.8 26.8

Supervised By :Mahesh Dadoda  08/15/2023

Raw 50
Abundance
74.1
Bl
G\\4‘“‘\\\‘\“\\\\‘\\\\]_‘\\\\]_é\\\ii\\
m/z--> 0 60 80 00 0 0 1000
Abundance
43.0
Sub 500
50
74.1
59.1
o 0 / [V
A T LA B B e o I T T T
m/z--> 40 60 80 100 120 140  Time--> 2.70 2.80

Abundance Scan 570 (4.562 min): VX036603.D\data.ms (-55 #25

43.0 2-Butanone
Concen: 2.555 ug/1 m
RT: 4.623 min Scan# 580
Ref 50 Delta R.T. ©0.061 min
72.0 Lab File: VX@36950.D
57‘.0 Acq: 11 Aug 2023 18:51
0 HH‘HH‘\l i‘HH‘.HH‘HH‘HH‘HH‘HHiHH‘\'\H‘HH‘
m/z—-> 30 35 40 45 50 55 60 65 70 75 80 85 Tgt Ion: 43 Resp: 2564
Abundance  Scan 580 (4.623 min): VX036950.D\datams | 10N Ratio Lower Upper
43.0 43 100
72 32.4 19.4 29.2#
Raw 50
72.0 Abundance
‘ 57.0 500
0 HH‘HH‘H \‘HH‘HH‘\!H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z—-> 30 35 40 45 50 55 60 65 70 75 80 85 400
Abundance
43.0 300
sub 200
50 72.0
100
57.0
O b prrre e e T e L
m/z—-> 30 35 40 45 50 55 60 65 70 75 80 85  Time--> 4.50 4.60 4.70
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Abundance Scan 798 (5.952 min): VX036603.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 47.322 ug/1
RT: 5.952 min Scan# 7S lEnies
Ref 50 Delta R.T. ©.000 min MSVOA_X
51.0 . : .
102.0 Lab File: VX@36950.D (GUEIEERTSIEIH
: Acq: 11 Aug 2023 18:51 EEN
3?0 L [L1) ‘

O+ e e .
miz--> 3‘0 4‘0 5‘0 6‘0 7b 8‘0 gb 160 1]‘_0 Tgt Ion: 65 Resp: Pi-E¥} Manual Integrations
Abundance  Scan 798 (5.952 min): VX036950.D\datams | 10N Ratio Lower Upper Betgiiehlsy

65.0 65 1oe Reviewed By :John Carlone  08/14/2023
67 51.1 0.0 100.2Q sypervised By :Mahesh Dadoda  08/15/2023
Raw 50
51.0 Abundance
102.0 25000

G \‘\3\3\.(‘)\\\‘\“\‘\\\‘\‘\\\“\\\\‘8\4\..\()\‘\\\\‘\!\\‘\\ 20000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance

65.0 15000
Sub 10000
u
50
51.0 5000
102.0
37.0 84.0 | -

O B e i Ry R e e

m/z--> 30 40 50 60 70 80 90 100 110 Time-> 5.80 5.90 6.00 6.10

Abundance Scan 931 (6.763 min): VX036603.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.757 min Scan# 930
Ref 50 Delta R.T. -0.006 min
63.0 Lab File: VX036950.D
: 88.0 Acq: 11 Aug 2023 18:51
37.0 5?'0\ ‘ =0 ‘ | !
0 \‘\HWW\\\\MH{\M}}\H\}\\“\\H‘\WH\‘\H\‘\‘\\‘H
miz--> 30 40 50 60 70 80 90 100 110 120 gt Ion:114 Resp: 184743
Abundance  Scan 930 (6.757 min): VX036950.D\datams | 10N Ratio  Lower Upper
114.0 114 100
63 21.0 0.0 45.0
88 16.4 0.0 36.6
Raw 50
Abundance
£0. 63.0 88.0
azo 0 | 750
0 R AR N N RN R 60000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
114.0 40000
Sub
50 20000
c0o 63.0 88.0 N
o 37.0 . 75.0 )\ o
R R e o R AR RS
miz--> 30 40 50 60 70 80 90 100 110 120 Time.-> 6.606.706.806.90
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Abundance Scan 705 (5.385 min): VX036603.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 44.408 ug/l
RT: 5.385 min Scan# 7{{iEi8lEies
Ref 50 61.0 Delta R.T. ©.000 min MSVOA_X
Lab File: VX@36950.D |(®IEIEEIsllEllof
18.9 1919 Acq: 11 Aug 2023 18:51 EE
0 \?ZI‘Q‘\ TT M\ TT \u‘i \‘l”‘i‘i‘\ T \H“\ T \1\5\7‘\9\ T \‘!‘\ T .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}13 Resp: LIl Manual Integrations
Abundance  Scan 705 (5.385 min): VX036950 D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
110.9 113 1ee Reviewed By :John Carlone  08/14/2023
111 1e2.8 82.9 124.3 Supervised By :Mahesh Dadoda  08/15/2023
192 19.0 13.3 19.9
Raw 50
A
00 RS
' 191.9
G\\ﬁe.g\‘\\\\H\\HH\‘\\}\‘\\\\‘\\]\.\5“9\'?\\‘\\‘!‘\‘
miz--> 40 60 80 100 120 140 160 180 15000
Abundance
110.9
10000
Sub
50 5000
80.9 191.9
o 159.9 0 LSS
— ] s es S
m/z-> 40 60 80 100 120 140 160 180 Time--> 530 5.40 5.50

Abundance Scan 1240 (8.647 min): VX036603.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 49.507 ug/1l

RT: 8.647 min Scan# 1240

Ref 50 Delta R.T. ©.000 min
Lab File: VX036950.D
420 540 701 Acq: 11 Aug 2023 18:51
0 \‘\\Hi\HHH.\\‘\11\“\\\\8‘2\.\0\\‘\\‘\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 222935
Abundance Scan 1240 (8.647 min): VX036950.D\datams | 100 Ratlo Lower Upper
98.1 98 100
100 66.2 53.1 79.7
Raw 50
Abundance
421 540 70.1
0\‘\\\\“\\\\‘11\\‘\}1\“\\\\8‘2\-\0\\‘\}\“‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 100000
Abundance
98.1
Sub 50000
50
42.1 70.1
. 540 82.0 o 4
R RN R TR T AL EEE
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
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Abundance Scan 1639 (11.079 min): VX036603.D\data.ms (- #62

93.0 4-Bromofluorobenzene
174.0 Concen: 55.546 ug/1l
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 750 Delta R.T. ©.006 min  [EVCIH
Lab File: VX@36950.D |(®IEIEEIsllEllof
50.0 Acq: 11 Aug 2023 18:51 EE
0 T \ ‘ T \“\ \‘ ‘m\ U \‘} “‘ T ‘\ ”M ‘ T \J-\]-\G‘\g\ \]-\4.‘1\\0\ T ‘ T \‘\“ T .
miz--> 20 60 80 100 120 140 160 180 Tgt Ion:‘95 RESpZ Manualnuegranons
Abundance Scan 1640 (11.085 min): VX036950.D\data.ms 10N Ratio  Lower APPROVED
95.0 95 160 Reviewed By :John Carlone  08/14/2023
1740 174 72.6 0.0 135.6 Supervised By :Mahesh Dadoda  08/15/2023
176 69.4 0.0 131.0
Raw 50 75.0
Abundance
50.0 11,085
0 ‘\ Ll H ‘\ Ll n‘\ 117.0 141.0 Il 60000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance
95.0 40000
174.0
Sub g 75.0 20000
50.0 |
0 116.0 143.0 ol — 4
RS e R T
m/z—-> 40 60 80 100 120 140 160 180 Time->  11.00 11.10

Abundance Scan 1471 (10.055 min): VX036603.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.0 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
54.0 Lab File: VX036950.D
Acq: 11 Aug 2023 18:51
40.0
0\‘\H\‘“\‘H\‘HH‘\H\‘H\‘li\‘\\\‘\\9\\9’\0\\\‘\\\1‘\\\\’
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 178879

Abundance Scan 1471 (10.055 min): VX036950.D\data.ms | 10N Ratio Lower Upper
117.0 117 100

82 55.4 46.2 69.4
119 31.9 25.5 38.3

82.1
Raw 50
Abundance
54.1 10.055
0\‘\\\4\‘(‘?\‘]\-\\‘!\‘\\‘\6\\7\.‘2\\1}’\‘\\\‘\\9\\9’(\)\\\‘\\\1‘\\\\’
miz--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance
117.0
Sub 82.1 50000
50
54.1
o 40.0 . 99.0
S N £1 WIS, £ | e
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10
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VX036950.D 82X072123W.M

Mon Aug 14 08:28:02 2023

Abundance Scan 1511 (10.299 min): VX036603.D\data.ms ( #68
91.1 m/p-Xylenes
Concen: 2.321 ug/l
RT: 10.299 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. ©.000 min  [SVCLEA
Lab File: VX@836950.D [(GICHIEEIel(EI(CR
510 Acq: 11 Aug 2023 18:51 EEO
ol ‘ 670 2458
m/z--> 50 100 150 200 250 Tgt Ion:106 Resp: 623 \ERIEL Integrations
Abundance Scan 1511 (10.299 min): VX036950 D\data.ms 10N Ratio  Lower Upper BRAGAON=0)
91.1 le6 100 Reviewed By :John Carlone  08/14/2023
91 210.9 165.5 248.3 Supervised By :Mahesh Dadoda  08/15/2023
Raw 50
Abundance
5.0 I
ol el b \“ 157.1 247.¢ 8000 1
T T T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ [
m/z--> 50 100 150 200 250 |
Abundance 6000 |
91.1 [
4000
Sub
50
2000
51.0
0 157.1 247.¢ — —
T T ‘ T T ‘ T T ‘ T T T ’ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Time--> 10.30
Abundance Scan 1794 (12.024 min): VX036603.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 12.024 min Scan# 1794
Ref 50 115.0 Delta R.T. ©.000 min
78.0 Lab File: VX036950.D
‘ ‘ Acq: 11 Aug 2023 18:51
Ol— \“} \‘\“\‘\ ‘”i”\ \“‘ ‘ T \ \ T Tt “ T \3\3\ T \‘\“\ T
miz--> 40 60 100 120 140 160 8t Ion:152 Resp: 91872
Abundance Scan 1794 (12.024 min): VX036950.D\data.ms | 1on Ratio Lower Upper
150.0 152 100
115 63.7 43.3 129.9
150 157.7 0.0 345.0
Raw 50
115.0 Abundance
52.0 78.0
0 T \‘i T \‘!‘\‘ ‘ T \“!“‘ \“\ \5\(‘)\ T }“ \]-\3\]“\9‘ T \‘\“\ ‘ T 100000
miz--> 40 60 80 100 120 140 160
Abundance 12.024
150.0
50000
Sub
50 115.0
52.0 78.0
0Lttty 1720 L ASRD e ———
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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VX036950.D 82X072123W.M

Abundance Scan 1749 (11.750 min): VX036603.D\data.ms (- #84
105.1 1,2,4-Trimethylbenzene
Concen: 1.570 ug/l
RT: 11.756 min Scan#t 11ggill=glies
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: VX@36950.D |(®IEIEEIsllEllof
390 77.0 Acq: 11 Aug 2023 18:51 EEU
[ \".‘\ \‘EZ‘-‘Q‘\‘\ T \““ T \“i T ‘M‘\ \‘\“"1\2\9\.\7‘ T \]‘_6\6\\8\
m/z--> 40 60 80 100 120 140 160 Tgt IOI’]Z:!.@S RESpZ 998 WY ERIEL Integrations
Abundance Scan 1750 (11.756 min): VX036950.D\data.ms | 10N Ratio Lower Upper Betgsieliey
105.1 165 100 Reviewed By :John Carlone
126 40.8 21.2 63.60 Supervised By :Mahesh Dadoda
Raw 50
Abundance
57.1 77.0
Oﬂ—v‘?ig"m ‘\“\M“\‘ \‘H;‘\\‘ “M\ . “\\}\ ‘ M‘w‘ \‘\“\‘ ‘]"3‘8“2‘ e 6000
m/z--> 40 60 80 100 120 140 160
Abundance
105.1 4000
Sub g 2000
57.1 77.0
0 38.0 139.1 Y :
i e e AR T
miz--> 40 60 80 100 120 140 160  Time--> 11.70  11.80
Abundance Scan 1791 (12.006 min): VX036603.D\data.ms (- #86
119.1 p-Isopropyltoluene
Concen: 1.017 ug/1
RT: 12.012 min Scan# 1792
Ref 50 Delta R.T. ©.006 min
91.1 Lab File: VX@836950.D
Acqg: 11 Aug 2023 18:51
sso 850, | | | mee ewhe
0\\\“\ 4 \“‘\\\‘i“\\w‘\“”\\i“\\\‘\‘\\}\‘\
miz--> 40 60 80 100 120 140 160 gt Ion:119 Resp: 6518
Abundance Scan 1792 (12.012 min): VX036950.D\data.ms | 10N Ratio Lower Upper
150.0 119 100
134 29.7 12.8 38.3
91 29.0 13.1 39.3
Raw 59 115.0
500 /80 Abundance
‘ 5000
o951 1319
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 4
m/z--> 40 60 80 100 120 140 160 000
Abundance
150.0 3000
2000
sub 260 115.0
52.0 ' 1000
0 97.0 131.9
e e e e e e e AL e
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.05
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Abundance Scan 2050 (13.585 min): VX036603.D\data.ms ( #93
180.0 1,2,4-Trichlorobenzene
Concen: 6.123 ug/l
RT: 13.591 min Scan# 2(gEigil=ies
Ref 50 - 14 Delta R.T. ©.006 min MSVOA_X
0 1090 1450 Lab File: VX836950.D (@UEWETinl e
. . 356
570 | ‘ ‘ ‘ Acq: 11 Aug 2023 18:51
0 Hi“‘\‘\“\l\ i”‘ul\‘!h‘\”i \“ \‘H‘M‘H\‘\‘WH‘HH H\“\ \\2‘0\\\.\’\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:ilSO Resp: 11674V EQIEL Integratlons
Abundance Scan 2051 (13.591 min): VX036950.D\data.ms | 100 Ratio Lower Upper APPROVED
180.0 186 166 Reviewed By :John Carlone  08/14/2023
551 811 109.1 182 97.1 48.3 144.88 supervised By :Mahesh Dadoda  08/15/2023
: ) 145 60.4 18.0 54.0
Raw 50 45.0
Abundance
8000
0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance 6000
180.0
4000
Sub o 145.0
2000
740 1091
37.0
O et M el il o
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 13.50 13.60
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